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Tandem Mass Spectral Library

Experimental tandem /x Mass spectral library searching is a fast and relialb
mass spectrum technique to identify compounds from LC/MS/MS data

Searching x Building acomprehensive, high quality and reference
tandem mass spectral library is essential for the
accurate compound identification.

x More compounds, more compound types;
x Different energies, precursor ions;
KxVarious mass spectrometers with different ion sows

Reference spectra
\' in the library

Matching
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Procedure of Extending the NIST Tandem Mass Spectral Libral
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New Compound Selection Process
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\
50,000 spectra per compound

l for 30,000 compounds
% 1,500,000,000 spectra )

Big Data Analysis

lon source: ESI, APCI

1

Instruments: HCD, IT, #T;, QTOF

Modes: Positive, Negative
Spectrum types: MSMS, MS

Energies: 20 steps, 2320%
Preclu'rsors:
[M+HT, [M+2H}, [M-HT, [M-2HF;
[M+Na]; Dimers, Trimers; Isotopic Precursors;
MS
In-source Fragments: [M+HReutral]*;[M-H-neutral}
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The Data Processing Pipeline
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00524=[2-(Allylamino)-4-amino-1,3-th_[2M+H]+=HCD=76V=6/30=Un0  ~
-(Allylamino)-4-amino-1,3-th. [2M+H]+=HCD=76V=6/30=Un0

- (Allylamino)-4-amino-1,3-th. [2M+H]+=HCD=115V=6/30=Un0
-(Allylamino)-4-amino-1,3-th. [2M+H]+=HCD=115V=6/30=Un0

- (Allylamino)-4-amino-1,3-th. [2M+H
-(Allylamino)-4-amino-1,3-th. [2M+H
-(Allylamino)-4-amino-1,3-th. [2M+H

+=HCD=130V=6/30=Un3.7
+=FT=35\/=28/28=Un3.7
+=1T=35V=30/30

-Amino-2-(tert-butylamino)-1..[M+H]+"=HCD=;

mino-2-(tert-butylamin)-1. [M+H] +
-Amino-2-(tert-butylamino)-1. [M+H]+*=HCD=85V=29/29=Un0
-Amino-2-(tert-butylamino)-1..[M+H]+"=HCD=76V=29/29=Un0.1
-Amino-2-(tert-butylamino)-1..[M+H]+*=HCD=88V=29/29=Un0.3
-Amino-2-(tert-butylamino)-1. [M+H]+*=HCD=100V=29/29=Un0..
-Amino-2-(tert-butylamino)-1. [M+H]+*=HCD=115V=29/29=Un0
-Amino-2-(tert-butylamino)-1..[M+H]+*=HCD=130V=29/28=Un0.!
-Amino-2-(tert-butylamino)-1..[M+H]+"=FT=35V=28/28=Un0
-Amino-2-(tert-butylamino)-1..[M+H]+=>220.1-C4H8"*=F T=35V=;
-Amino-2-(tert-butylamino)-1. [M+H]+=>220.1-C4H8=>105.0-C3t
-Amino-2-(tert-butylamino)-1. [M+H]+*=IT=35V=20/29
-Amino-2-(tert-butylamino)-1..[M+H]+=>220.0=IT=35V=30/30
00551=[4-Amino-2-(tert-butylamino)-1..[M+H]+=>220.0=>105.0=IT=35V=:
-Amino-2-(tert-butylaming)-1..[M+H-C4Hg8]+*=HCD:
-Amino-2-(tert-butylamino)-1. [M+H-C4Hg]+*=HCD:
-Amino-2-(tert-butylamino)-1. [M+H-C4H8]+*=HCD=14V=25/25=
00555=[4-Amino-2-(tert-butylamino)-1..[M+H-C4H8]+*=HCD=20V=25/25=

1004 C7H50*=p-C7H13N3S 105.0332
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C10H10N308*=p-C4H8 220.0537
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MW: 275 CAS# 339020-31-4 C14H17N30S (met_lumos2_2020_3e_qc) 00538=[4-Amino-2-(tert-but

Name: 00538=[4-Aminc-2-(tert-butylamino)-1. [M+H]+*=HCD=44V/=29/29=Un0.2

Formula: C14H17N30S

MW: 275 Exact Mass: 275.109234 CAS#: 339020-31-4 |D#: 538 DB: met_lumos2_2020_3e_qc
Other DBs: None

Compound ID: 0

Compound Hash:

Vial ID: 39702

unassigned MSI: 22.3_ab29_mz142.0066

Comment: Consensus Mods=0 Parent=276.1159 Mz_diff=-0.0006 Mz_diff ppm=-2.2 Mz_exact=276.1165 msn=2
Collision_energy="44%" INSTRUMENT="Orbitrap Fusion Lumos 2" INSTRUMENT_TYPE="HCD" SAMPLE_INLET="direct flow
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100- 198.9878
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HCD, NCE=30% Annotating Product lons
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b]thiopyran-4-yllacetamide
1004 C8H/0252*=p-C2H8BN203S 198.9818
O\Q\S//O )
H %_NHz C8H10NO2SZ*=p-C2H5N03S 21613@:89878 2160143
u N 0 297.0032
>—NH H
C8H10NO4S3*=p-C2H5NO 279.9762
C8H7S "=p—C2H8N2D5S2| 135.0260 | D 3300130
ol T A Y | IO AR N S—

60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 2590 300 310 320 330 340 350

MS Sing




